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Table 1: Confusion Matrix for LP (LOOCV)
Experimental classification
Increased Solubility Decreased Solubility
Predicted as 48/59 15/78
”Increased Solubility”
Predicted as 11/59 63/78
”Decreased Solubility”
Table 2: Confusion Matrix for SVM (LOOCV)
Experimental classification
Increased Solubility Decreased Solubility
Predicted as 39/59 20/78
”Increased Solubility”
Predicted as 20/59 58/78
”Decreased Solubility”
Table 3: Confusion Matrix for Lasso (LOOCV)
Experimental classification
Increased Solubility Decreased Solubility
Predicted as 20/59 2/78
”Increased Solubility”
Predicted as 39/59 76/78
”Decreased Solubility”
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Table 4: Confusion Matrix for LP (10 folds CV)
Experimental classification
Increased Solubility Decreased Solubility
Predicted as 46/59 18/78
”Increased Solubility”
Predicted as 13/59 60/78
”Decreased Solubility”
Table 5: Confusion Matrix for SVM (10 folds CV)
Experimental classification
Increased Solubility Decreased Solubility
Predicted as 43/59 18/78
”Increased Solubility”
Predicted as 16/59 60/78
”Decreased Solubility”
Table 6: Confusion Matrix for Lasso (10 folds CV)
Experimental classification
Increased Solubility Decreased Solubility
Predicted as 20/59 1/78
”Increased Solubility”
Predicted as 39/59 77/78
”Decreased Solubility”
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Table 7: Confusion Matrix for LP (3 folds CV)
Experimental classification
Increased Solubility Decreased Solubility
Predicted as 45/59 18/78
”Increased Solubility”
Predicted as 14/59 60/78
”Decreased Solubility”
Table 8: Confusion Matrix for SVM (3 folds CV)
Experimental classification
Increased Solubility Decreased Solubility
Predicted as 37/59 21/78
”Increased Solubility”
Predicted as 22/59 57/78
”Decreased Solubility”
Table 9: Confusion Matrix for Lasso (3 folds CV)
Experimental classification
Increased Solubility Decreased Solubility
Predicted as 22/59 2/78
”Increased Solubility”
Predicted as 37/59 76/78
”Decreased Solubility”
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